The papers published during the last year in IUCrJ in the fields of materials and computational science illustrate well the challenges posed by structural problems in the science of materials and the key role that computation can play in this and related fields in structural science. As in previous years, they demonstrate the continuing developments in techniques and instrumentation and the increasingly complex structural problems which these developments now make accessible; the role of computation in interpreting and predicting structures is equally clear.
the value of force-field-based methods is illustrated by the paper of Li et al. (2017) , who evaluate different force fields in the context of their use in dynamical simulations for the prediction of chemical shifts in solid-state NMR.
The importance of the structural science of materials is, of course, illustrated by many other articles published in other journals. Of particular interest is the way in which multitechnique approaches are pinning down key structural 10À (XC1) and (XC2) are shown in purple and turquoise, respectively; 'horizontal' octahedra walls (HOW) are coloured yellow, walls from two (Ca9-Ca12) octahedra (VOW) brown and six-octahedra-wide walls (6OW) green. Small turquoise circles are O atoms, purple circles are F atoms, O43 and O44 are marked by blue circles and large brown circles indicate K atoms. Si atoms are numbered. features of catalytic materials under real operating conditions. We have previously highlighted the work of LezcanoGonzalez et al. (2016) , which combines high-resolution fluorescence-detection X-ray absorption near-edge spectroscopy, X-ray diffraction and X-ray emission spectroscopy under operando conditions to provide detailed new insights into the nature of the Mo species on zeolite ZSM-5 during methane dehydroaromatization. Another recent example is the work of Malta et al. (2017) , who combined XAFS and modelling to show that in an industrially important acetylene hydrochlorination catalyst, comprising gold on a carbon support, the active sites are not, as previously thought, gold nanoclusters but single gold ions. Catalysis will unquestionably continue to pose fascinating problems for structural science.
It is hoped that this brief survey gives an impression of the range and excitement of the field of the contemporary structural science of materials and the way in which this can be unravelled by a multi-technique approach using experiment and computation. IUCrJ continues to welcome submissions in this growing field.
